Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.008 Å; R factor = 0.045; wR factor = 0.117; data-to-parameter ratio = 13.4.
Related literature
For general background, see: Moncol et al. (2008) ; Wu et al. (2003) ; Anbu & Kandaswamy (2012) . For related structures, see: Citadelle et al. (2010) ; Liu et al. (2011) ; Marjani et al. (2005) ; Meghdadi et al. (2012) .
Experimental
Crystal data [CuBr 2 (C 14 
Data collection
Bruker SMART CCD area-detector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T min = 0.177, T max = 0.479 7275 measured reflections 2622 independent reflections 2019 reflections with I > 2(I) R int = 0.066 Refinement R[F 2 > 2(F 2 )] = 0.045 wR(F 2 ) = 0.117 S = 1.01 2622 reflections 196 parameters H-atom parameters constrained Á max = 1.31 e Å À3 Á min = À0.90 e Å À3
Data collection: SMART (Bruker, 2002) ; cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. supplementary materials Acta Cryst. (2012) . E68, m785 [doi:10.1107/S1600536812021460] Dibromidobis[1-(2-bromobenzyl)-3-(pyrimidin-2-yl)-1H-imidazol-2(3H)one]copper(II)
Chun-Xin Lu Comment
Cu 2+ cation has been widely studied since a host of low-molecular-weight copper complexes have been proven beneficial against several diseases such as turberculosis, rheumatoid, gastric ulcers, and cancers. And it is well known that copper(II) complexes with different ligands usually show flexible coordination environment. The 1-(2-bromobenzyl)-3-(pyrimidin-2-yl)imidazolium bromide was used as the ligand, reacting with excessive copper powder in air, giving a Cu II compound. We here report the crystal structure of the title compound (I).
Bond lengths and angles in the title molecule ( Fig. 1 ) are within normal ranges. The C=O bond distance is 1.256 (5) Å and Cu-O bond distance is 2.013 (3) Å. The two bromobenzyl rings are approximately parallel to each other. The dihedral angle between the bromobenzyl ring and the coordination plane is 70.1 (4)°.
Experimental
A solution of 1-(2-bromobenzyl)-3-(pyrimidin-2-yl)imidazolium bromide (396 mg, 1.0 mmol) in 10 ml of CH 3 CN was treated with copper powder (38 mg, 0.6 mmol). The mixture was allowed to react at 80 °C for 2 days in air. The solution was filtered through silica to remove unreacted copper. The filtrate was concentrated to ca 2 ml. Addition of Et 2 O (20 ml) to the filtrate afforded a yellow precipitate. The crystals of this complex suitable for X-ray diffraction were obtained by slow diffusion of diethyl ether into its acetonitrile solution.
Refinement
H atoms were placed in calculated positions with C-H = 0.93-0.97 Å, and refined in riding mode with U iso (H) = 1.2U eq (C).
Computing details
Data collection: SMART (Bruker, 2002) ; cell refinement: SAINT (Bruker, 2002) ; data reduction: SAINT (Bruker, 2002) ; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) .
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Figure 1
The molecular structure of the title compound, showing 50% probability displacement ellipsoids and the atomic numbering.
Dibromidobis[1-(2-bromobenzyl)-3-(pyrimidin-2-yl)-1H-imidazol-2(3H)-one]copper(II)
Crystal data Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (11) N2-C8-H8A 108.9 N3-Cu1-Br2 i 89.16 (11) C9-C8-H8A 108.9 Br2-Cu1-Br2 i 180.00 (2) N2-C8-H8B 108.9 C1-N1-C4 126.9 (4) C9-C8-H8B 108.9 C1-N1-C3 108.5 (4) H8A-C8-H8B 107.8 C4-N1-C3 123.8 (4) C10-C9-C14 116.3 (5) C1-N2-C2 108.5 (4) C10-C9-C8 124.1 (5) C1-N2-C8 124.7 (4) C14-C9-C8 119.5 (5) C2-N2-C8 126.9 (4) C11-C10-C9 123.4 (5) C4-N3-C7 115.0 (4) C11-C10-Br1 116.7 (5) C4-N3-Cu1 125.5 (3) C9-C10-Br1 119.9 (4) C7-N3-Cu1 119.4 (3) C12-C11-C10 119.4 (6) C4-N4-C5 116.2 (4) C12-C11-H11 120.3 C1-O1-Cu1 118.2 (3) C10-C11-H11 120.3 O1-C1-N2 126.1 (4) C11-C12-C13 120.3 (6) O1-C1-N1 127.3 (4) C11-C12-H12 119.9 N2-C1-N1 106.5 (4) C13-C12-H12 119.9 C3-C2-N2 109.7 (4) C12-C13-C14 119.8 (6) C3-C2-H2 125.1 C12-C13-H13 120.1 N2-C2-H2 125.1 C14-C13-H13 120.1 C2-C3-N1 106.8 (4) C13-C14-C9 120.8 (6) C2-C3-H3 126.6 C13-C14-H14 119.6 N1-C3-H3 126.6 C9-C14-H14 119.6 N4-C4-N3 127.3 (5)
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )

